The enantiomerically pure title compound, C 11 H 15 NO 4 S, contains a pyramidal N atom with an S-N bond length of 1.6262 (8) Å . In the crystal, molecules are linked to form chains parallel to the a axis by the hydrogen bond from NH to the carbonyl oxygen. C-HÁ Á ÁO interactions are also present.
Related literature
For the applications of esters in the food and cosmetics industries, see: Soni et al. (2002) . For their use as intermediates in the synthesis of heterocyclic compounds, see: Akhtar et al. (2007) ; Chen et al. (2007) ; Kucukguzel et al. (2007) . For their use in the pharmaceutical industry, see : Iqbal & Chaudhry (2008) . For the pharmacological activity of sulfonamides, see: Akhtar et al. (2008) ; Zareef et al. (2007) . For a description of the Cambridge Structural Database, see: Allen (2002) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: CrysAlis CCD (Oxford Diffraction, 2008 ); cell refinement: CrysAlis RED (Oxford Diffraction, 2008) ; data reduction: CrysAlis RED; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP (Siemens, 1994) ; software used to prepare material for publication: SHELXL97.
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Comment
Because of their versatility and harmlessness, esters have found many applications in the food and cosmetics industries (Soni et al., 2002) . They have been reported as emulsifiers, dispersants, or thickeners. In addition to their use as intermediates in the synthesis of a large number of heterocyclic compounds (Chen et al., 2007; Kucukguzel et al., 2007; Akhtar et al., 2007) , esters have also been used in the pharmaceutical industry as nervous system depressants, intestinal antiseptics and antibacterials (Iqbal et al., 2008) . Sulfonamides, on the other hand, constitute an important class of drugs with several types of pharmacological activities (Akhtar et al., 2008; Zareef et al., 2007) . The title compound (I) was synthesized in our laboratory as an intermediate for onward conversion to 1,3,4-oxadiazole derivatives, with a view to explore their anti-HIV and anti-HCV activities.
The molecule of (I) is shown in Fig. 1 . Bond lengths and angles may be regarded as normal. In particular, the N-S bond length is 1.6262 (8) (7) Å out of the plane of S, C2 and H01. The database hits showed a highly skewed distribution for this displacement, with many values of exactly zero; this is presumably attributable to fixing the hydrogen assuming planar geometry (AFIX 43 in the SHELX system), whereby the assumption of planarity is clearly not justified. Neglecting the zero values, the average deviation for 462 values is 0.24 Å. The sulfonyl group is oriented such that the bond S-O4 is approximately coplanar with the aromatic ring (torsion angle O4-S-C5-C6 -6.70 (9)°).
The molecules are linked by classical hydrogen bonds from the NH group to the carbonyl oxygen (and not, as might have been expected, to a sulfonyl oxygen); the packing diagram (Fig. 2) shows chains of molecules parallel to the a axis.
The four "weak" hydrogen bonds crosslink these chains to a three-dimensional pattern.
Experimental Alanine (0.02 mol) was dissolved in an aqueous solution of potassium carbonate (0.06 mol, 50 ml) and a solution of 4-methylbenzenesulfonyl chloride (0.027 mol) in toluene (30 ml) was added. On completion of the reaction, the organic layer was separated and the aqueous layer acidified using dilute hydrochloric acid. The 2-(4-methylphenylsulfonylamino)propanoic acid thus obtained was filtered off and recrystallized from aqueous ethanol.
2-(4-Methylphenylsulfonylamino)propanoic acid (0.02 mol) was dissolved in methanol (30 ml), sulfuric acid (0.5 ml) was added and the mixture subjected to reflux while the reaction was monitored by TLC at regular intervals. After completion of the reaction, the reaction mixture was concentrated on the rotary evaporator to remove excess methanol. The product thus obtained was poured into water, neutralized with sodium bicarbonate and extracted with ethyl acetate (3 × 50 ml). The combined organic extracts were dried over anhydrous sodium sulfate and the solvent evaporated on a rotary evaporator. The product was recrystallized from acetone/water.
supplementary materials sup-2 Refinement
The NH hydrogen was refined freely. Methyl H atoms were located in difference syntheses, idealized to C-H 0.98 Å and H-C-H 109.5°, and refined as rigid groups allowed to rotate but not tip. Other H atoms were placed in calculated positions and refined using a riding model with C-H 0.95 Å for aromatic H and 1.00 Å for methine CH. Hydrogen U values were fixed at 1.5 × U(eq) of the parent atom for methyl H and 1.2 × U(eq) of the parent atom for other H. The compound is enantiomerically pure and its absolute configuration (S at C2) was confirmed by the Flack (1983) parameter. Figures   Fig. 1 . The molecule of the title compound. Ellipsoids correspond to 50% probability levels. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Geometric parameters (Å, °) 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å

